Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.048; wR factor = 0.139; data-to-parameter ratio = 12.9.
In the title molecule, C 12 H 12 N 4 S, the thiophene ring is disordered over two orientations with a refined site-occupancy ratio of 0.777 (4):0.223 (4). The pyrazolopyridine ring system is essentially planar with an r.m.s. deviation of 0.0069 (3) Å and makes dihedral angles of 82.8 (2) and 72.6 (5) , respectively, with the major and minor components of the thiophene ring. In the crystal, molecules are linked into a chain along the a axis by a pair of N-HÁ Á ÁN(pyrazole) hydrogen bonds and a pair of N-HÁ Á ÁN(pyridine) hydrogen bonds, both having a centrosymmetric R 2 2 (8) graph-set motif. A C-HÁ Á Á interaction is also present.
Related literature
For bond-length data, see: Allen et al. (1987) . For details of hydrogen-bond motifs, see: Bernstein et al. (1995) . For background to and bioactivity of pyrazole derivatives, see: Ali (2009); Bharate et al. (2008) ; Fu et al. (2010) ; Thumar & Patel (2011) . For a related structure, see: Fun et al. (2011) Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C1-C3/N1/C5/C6 ring. Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày þ 1; Àz þ 1; (iii) Àx; Ày; Àz þ 1.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009) . properties such as anti-cancer (Fu et al., 2010 ), anti-inflammatory (Bharate et al., 2008 and antimicrobial activities (Ali, 2009; Thumar & Patel, 2011) . Pyrazolopyridine, a fused heterocycle, is of interest as a component of potential bioactive molecules. Our on-going research on biological activity of pyrazolone Schiff bases led us to synthesize the title compound (I). Herein, its crystal structure was reported.
5,6-Dimethyl
In the molecule, C 12 H 12 N 4 S, the thiophene ring is disordered over two positions with the refined site-occupancy ratio of 0.777 (4):0.223 (4). The pyrazolo [3,4-b] pyridine moiety (C1-C6/N1-N3) is planar with an r.m.s. deviation of 0.0069 (3) Å and the dihedral angle between the pyrazole and pyridine rings is 1.16 (9)°. This planar unit makes dihedral angles of 82.8 (2) and 77.6 (5)° with the major and minor components of the thiophene rings, respectively. The amine and two methyl substituents are co-planar with the pyrazolo[3,4-b]pyridine with an r.m.s. deviation of 0.0122 (3) Å for the 12 non-H atoms (C1-C6/N1-N4/C11-C12). The bond distances in (I) are within normal ranges (Allen et al., 1987) and comparable to the related structure (Fun et al., 2011) .
In the crystal packing, (Fig. 2) , the molecules are linked by N2-H2A···N1 and N4-H1N4···N3 hydrogen bonds (Table   1 ) into cyclic centrosymmetric R 2 2 (8) dimers (Bernstein et al., 1995) . These dimers are linked into a chain along the a axis ( Fig. 2) . A weak C-H···π interaction is also observed ( Table 1) .
Experimental
A mixture of 2-chloro-5,6-dimethyl-4-(thiophen-2-yl)nicotinonitrile (0.248 g, 1 mmol) and hydrazine hydrate (0.5 mL, 99%) in absolute ethanol (20 ml) was refluxed for 16 h. The reaction mixture was cooled and poured onto ice/water mixture. The precipitate that formed was filtered off, washed with water, dried and crystallized from EtOH/DMF to give yellow crystals of the title compound in 69% yield. Orange block-shaped single crystals of the title compound suitable for X-ray structure determination were recrystallized from ETOH/DMF (3:1 v/v) by the slow evaporation of the solvent at room temperature after several days.
Refinement
Amine H atoms were located from the difference map and refined isotropically. The remaining H atoms were placed in calculated positions with N-H = 0.86 Å , and C-H = 0.93 for aromatic and 0.96 Å for CH 3 groups. The U iso (H) values were constrained to be 1.5U eq of the carrier atom for methyl H atoms and 1.2U eq for the remaining H atoms. A rotating group model was used for the methyl groups. The thiophene ring is disordered over two positions with the refined siteoccupancy ratio of 0.777 (4):0.223 (4). In the refinement, SAME and FLAT restraints were used for the minor component. The thermal ellipsoids of C9B and C10B were made to be the same. 
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009) . 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 0.0558 (10) 0.0527 (9) 0.0515 (9) −0.0068 (7) 0.0177 (7) −0.0069 (7) C2 0.0481 (9) 0.0580 (10) 0.0514 (9) −0.0072 (7) 0.0164 (7) −0.0038 (7) C3 0.0445 (8) 0.0484 (8) 0.0533 (9) −0.0015 (7) 0.0184 (7) −0.0052 (7) C4 0.0433 (8) 0.0515 (9) 0.0526 (9) −0.0011 (7) 0.0187 (7) −0.0040 (7) 127.88 (16) S1B-C10B-H10B 121.5 C3-C5-C6 118.39 (15) C7-S1B-C10B 94.1 (11) C3-C5-C4 104.14 (14) C1-C11-H11A 109.5 C6-C5-C4 137.45 (15) C1-C11-H11B 109.5 C1-C6-C5 117.49 (15) H11A-C11-H11B 109.5 C1-C6-C7 122.94 (16) C1-C11-H11C 109.5 C5-C6-C7 119.52 (15) H11A-C11-H11C 109.5 C8A-C7-C6 124.5 (3) H11B-C11-H11C 109.5 C6-C7-S1B 124.2 (5) C2-C12-H12A 109.5 C8A-C7-C8B 108.5 (6) C2-C12-H12B 109.5 C6-C7-C8B 123.6 (5) H12A-C12-H12B 109.5 S1B-C7-C8B 111.7 (7) C2-C12-H12C 109.5 C8A-C7-S1A 112.1 (3) H12A-C12-H12C 109.5 C6-C7-S1A 122.78 (14) H12B-C12-H12C 109.5
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
Hydrogen-bond geometry (Å, º) Cg1 is the centroid of the C1-C5/N1 ring. Symmetry codes: (i) −x, −y+1, −z+1; (ii) −x+1, −y+1, −z+1; (iii) −x, −y, −z+1.
